1 GENERATE 20.000 CONFORMATIONAL STATES 

ENSEMBLE ^ - 



20,000 AG VALUES 

2.CALCULATE I 

GIBBS ENERGY 1 



3.IDENTIFY AGs OF 
BINDING COMPETENT 
STATES 



a be AGs 



"20,000-0" non-bcAGs 



4.M0DIFY bcAGs 



a bcAG*s 



5. F0RM TWO SETS 
OF AG VALUES, 
WITH AND W/0 
LIGAND 

6. C0MPUTE 
PROBABILITIES 

7. CALCULATE 
STABILITY 
CONSTANTS 

8. C0MPARE \ 
VALUES AND 
SELECT AFFECTED 
RESIDUES 

9. CREATE AND 
DISPLAY MODEL 



20,000 AGs+liggnd 



rik+ ligand 



v 

20,000 AGs -liqond 



W&'^Wlh non-bcAGs | 


1. bcAGs • '•" | non-bc aGs | 
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20,000 P*s+ligand 


1 

20,000 Ps-liqand 


Bc.P'sl non-bc Ps | 


• be Ps ; | non-bc Ps | 




FIG. 1 



o 

co 

b 



QQ 
CD 



S 

CD 
EE 



